Ethyl diazoacetate (1)
-
--------------------------------------------------------------------Center Atomic Atomic
Coordinates (Angstroms) Number Number Type X Y -
Z ---------------------------------------------------------------------

---------------------------------------------------------------------
Ethyl diazoacetate TS
--------------------------------------------------------------------Center Atomic Atomic
Coordinates (Angstroms) Number Number Type X Y - -
Z ---------------------------------------------------------------------
------------------------------------------------------------------------------------------------------------------------------------------ Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1 6 0 -1------------------------------------------------------------------------------------------------------------------------------------------ Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1---------------------------------------------------------------------Diethyl diazomalonate (2e)--------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1 6 0 -0---------------------------------------------------------------------
Diethyl diazomalonate TS
--------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1 6 0 1.269021 -0.859822 -0------------------------------------------------------------------------------------------------------------------------------------------ Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1 6 0 -0------------------------------------------------------------------------------------------------------------------------------------------ Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1 6 0 0.000000 -0---------------------------------------------------------------------Ethyl diazofluoroacetate (2d)--------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1 6 0 -0---------------------------------------------------------------------
Ethyl diazofluoroacetate TS
--------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------
---------------------------------------------------------------------
Singlet carbene from ethyl diazofluoroacetate
.405974 ---------------------------------------------------------------------
Triplet carbene from ethyl diazofluoroacetate
---------------------------------------------------------------------
--------------------------------------------------------------------
Ethyl chlorodiazoacetate TS
--------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z -------------------------------------------------------------------------------------------------------------------------------------------------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z -------------------------------------------------------------------------------------------------------------------------------------------------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z -------------------------------------------------------------------------------------------------------------------------------------------------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z -----------------------------------------------------------------------------------------------------------------------------------------
Ethyl bromodiazoacetate TS
--------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1 6 0 -0.548874------------------------------------------------------------------------------------------------------------------------------------------ Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------
---------------------------------------------------------------------
--------------------------------------------------------------------
---------------------------------------------------------------------
N2
--------------------------------------------------------------------Center Atomic Atomic
Coordinates (Angstroms) Number Number Type X Y Z ---------------------------------------------------------------------1 7 0 0.000000 0.000000 0.545399 2 7 0 0.000000 0.000000 -0.
---------------------------------------------------------------------
